Crystal Structure Data for (S)-2
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Special Refinement Details
Refinement of F 2 against ALL reflections. The weighted R-factor (wR) and goodness of fit (S) are based on F 2 , conventional R-factors (R) are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2 ( F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. (1) 387 (1) 8003 (1) 1238 (1) 9(1) Cl (1) -347 (1) 7967 (1) 422 (1) 16(1) Cl (2) -813 (1) 9758 (1) 1543 (1) 14(1) Si (1) 2322 (1) 5631 (1) 1204 (1) 11(1) Si (2) 1918 (1) 7286 (1) 2211 (1) 10(1) C (1) 2954 (2) 9150 (2) 1035 (1) 10(1) C (2) 3066 (2) 7988 (2) 869 (1) 11(1) C (3) 2971 (2) 7187 (1) 1249 (1) 11(1) C (4) 2781 (2) 7892 (2) 1666 (1) 10(1) C (5) 2773 (2) 9076 (2) 1521 (1) 11(1) C (6) -2068 (2) 6747 (2) 1482 (1) 13(1) C (7) -1070 (2) 6022 (1) 1224 (1) 13(1) C (8) 375 (2) 5975 (1) 1455 (1) 10(1) C (9) 218 (2) 6664 (1) 1887 (1) 11(1) C (10) -1321 (2) 7096 (2) 1896 (1) 11(1) C (11) 3201 (2) 10237 (2) 744 (1) 11(1) C (12) 2066 (2) 11228 (2) 859 (1) 14(1) C (13) 653 (2) 11209 (2) 544 (1) 21(1) C (14) 4928 (2) 10620 (2) 761(1) 13(1) C (15) 5200 (2) 11540 (2) 384 (1) 19(1) C (16) 5981 (2) 9584 (2) 665 (1) 17(1) C (17) 5359 (2) 11140 (1) 1234 (1) 17 ( (2) 2297 (1) 12(1) C (22) -2239 (2) 6826 (2) 2700 (1) 17(1) C (23) -3704 (2) 8145 (2) 2161 (1) 16(1) C (24) 2337 (2) 5186 (2) 584 (1) 16(1) C (25) 3425 (2) 4513 (2) 1538 (1) 20(1) C (26) 1462 (2) 8509 (2) 2615 (1) 17(1) C (27) 3119 (2) 6224 (2) 2536 (1) 16 (1) (2) 2.4356(4) Zr(1)-Cl (1) 2.4374(4) Zr(1)-C (3) 2.4415(14) Zr(1)-C (5) 2.5536(16) Zr(1)-C (2) 2.5676(15) Zr(1)-C (7) 2.6051(16) Zr(1)-C (10) 2.6285(15) (1) 88 (1) 102 (1) 75 (1) 0(1) -3(1) 7(1) Cl (1) 171 (2) 199 (2) 97 (1) 5(1) -23(1) 10(2) Cl (2) 134 (2) 129 (2) 148(2) -8 (1) 25 (1) 24(1) Si (1) 109 (2) 108 (2) 116 (2) 1 (2) 4(2) 9(1) Si (2) 102 (2) 127 (2) 83 (2) 12(2) -11(1) -9(2) C (1) 93 (6) 108 (8) 110 (6) 0 (5) 1(5) -3(5) C (2) 82 (6) 140 (8) 121 (6) 4 (6) 12 (5) 8(6) C (3) 74 (5) 127 (8) 122 (6) -5(6) 1(5) 1(5) C (4) 72 (6) 137 (8) 102 (6) -1(6) -19(4) -11(6) C (5) 91 (6) 132 (8) 103 (6) -6(6) -12(5) -4(5) C (6) 108 (6) 156 (9) 119(6) -7(6) -4(5) -8(5) C (7) 138 (6) 111 (8) 135 (6) 15 (7) 1(6) -25(5) C (8) 143 (6) 86 (7) 72 (5) 8 (5) 7(6) -7(6) C (9) 132 (7) 97 (8) 99 (6) 11 (5) -1(5) -14(5) C (10) 112 (6) 109 (8) 98 (6) 7(6) 2(5) -11(6) C (11) 142 (7) 106 (8) 85 (6) 16 (5) 3 (5) 4(6) C (12) 173 ( (17) 171 (7) 162 (8) 181 (6) -2(7) -16(8) -37(7) C (18) 135 (7) 170 (9) 134 (7) -59(6) 1(5) -27(6) C(19) 143 (8) 294 (11) 162 (8) -74(7) -41(6) -14(7) C (20) 276 (10) 163 (10) (22) 204 (8) 178 (10) 140 (7) 26(6) 42(6) 28(7) C (23) 125 (7) 184 (9) 166 (7) -16 (7) 19 (5) 14(6) C (24) 154 (7) 186 (10) 147 (7) -49(6) 10(6) -3(7) C (25) 241 (9) 160 (10) 190 (8) 17 (7) -2(7) 60(7) C (26) 155 (8) 205 (10) 154 (7) -32(6) -12(6) -23(7) C(27) 159 (8) 202 (10) 131 (7) 44 ( . Theoretical fits to the experimental data were obtained using Excel by iteratively changing , , and until the root mean square (RMS) difference between the experimental and theoretical pentads was minimized.
Below is a bar chart for each polypropylene sample in Table 2 
